In the title compound, C 9 H 6 ClNOS 2 , the two rings subtend a dihedral angle of 51.9 (7) . The S-S bond has a length of 2.061 (2) Å . In the crystal, hydrogenbonding interactions andstacking [centroid-centroid distance = 3.927 (2) Å ] contacts link the molecules into a three-dimensional network.
Structure description
The title compound, C 9 H 6 ClONS 2 , is a derivative of 1,2-dithiole-3-one, a family of bioactive compounds (He et al., 2004) . It crystallizes from mixture of ethanol and dichloromethane in the monoclinic space group P2 1 /n (Fig. 1) . The molecule is composed of two rings with a dihedral angle of 51.9 (7) between them. The length of the S-S bond is 2.061 (2) Å and the angles C9-N8-C3, C3-S2-S1, S2-S1-C5 and C5-C4-C3 are 126.2 (4), 94.5 (2), 96.8 (2) and 120.5 (4) , respectively.
In the crystal (Figs. 2 and 3) , the three-dimensional molecular packing is sustained by hydrogen-bonding interactions (C10-H101Á Á ÁO6 i , N8-H81Á Á ÁO6 ii with HÁ Á ÁA lengths of 2.55 and 1.99 Å , respectively; Table 1 ) and parallel-displacedaromatic-stacking [centroid-centroid distance = 3.927 (2) Å ] contacts between successive molecules in the [100] direction.
Synthesis and crystallization
To a methanol solution (50 ml) of 4,5-dichloro-1,2-dithiol-3-one (C 3 Cl 2 OS 2 , 1 g) and NaHCO 3 (0.5 g), 0.6 g of aniline was added. The mixture was stirred for 20 h at room temperature. Then, 100 ml of distilled water was added, and the formed precipitate was filtered and washed 3 times with distilled water and dried. The product was crystallized in an ethyl acetate solution in 80% yield. The recrystallization process was performed from a 1:1 mixture of ethanol and dichloromethane solution.
data reports Refinement Crystal data, data collection and structure refinement details are summarized in Table 2 . Table 1 Hydrogen-bond geometry (Å , ).
C10-H101Á Á ÁO6 i 0.93 2.50 3.320 (7) 147 (1) N8-H81Á Á ÁO6 ii 0.86 1.99 2.794 (7) 155 (2) Symmetry codes: (i) x þ 1 2 ; Ày þ 3 2 ; z À 1 2 ; (ii) x À 1 2 ; Ày þ 3 2 ; z À 1 2 . et al., 1996) . Weighting scheme: Chebychev polynomial (Watkin, 1994; Prince, 1982) .
Figure 1
The title compound, with displacement ellipsoids drawn at the 50% probability level. H atoms are shown as spheres of arbitrary radius.
Figure 2
A view along the b axis of the crystal packing. Hydrogen-bonding interactions are shown as dashed blue lines. Centroids are shown as green dots. The centroid-centroid distance is shown as a light-green dashed line.
Figure 3
A view along the a axis of the crystal packing. Displacement ellipsoids drawn at the 50% probability level. Hydrogen-bonding interactions are shown as dashed blue lines.
data-1
IUCrData ( (Cosier & Glazer, 1986 ) with a nominal stability of 0.1 K. Absorption correction: CrysAlisPro 1.171.38.43 (Rigaku OD, 2015) Analytical numeric absorption correction using a multifaceted crystal model based on expressions derived by Clark and Reid (1995) . Empirical absorption correction using spherical harmonics, implemented in SCALE3 ABSPACK scaling algorithm. Refinement. The H atoms were initially refined with soft restraints on the bond lengths and angles to regularize their geometry (C-H in the range 0.93-0.98 and N-H in the range 0.86-0.89?Å) and Uiso(H) in the range 1.2-1.5 times Ueq of the parent atom, after which the positions were refined with riding constraints (Cooper et al., 2010) . The hydrogen atom bonded to N was refined with a restraint on the bond length [N8-H81 = 0.82?(2)?Å]. The bond angles C3-N8-H81 and C9-N8-H81 were restrained to be equal with an e.s.d. of 2.0) and the isotropic displacement parameter of H81 was restrained to 1.2Ueq of N8 with an e.s.d of 0.002.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.9772 (3) 0.66331 (5) (17) Geometric parameters (Å, º) 
